C NMR spectra of the synthesized compounds 7-27
I. General Information
All substrates and reagents were commercially available and used without further purification. TLC analysis was performed using pre-coated glass plates. Column chromatography was performed using silica gel (200−300 mesh). IR spectra were recorded on a PerkinElmer PE-983 infrared spectrometer as KBr pellets with absorption in cm −1 .
1 H spectra were recorded in CDCl3 or DMSO-d6 600 MHz NMR spectrometers and resonances (δ) are given in parts per million relative to tetramethylsilane. Data are reported as follows: chemical shift, multiplicity (s = singlet, d = doublet, t = triplet, m = multiplet), coupling constants (Hz) and integration.
13 C spectra were recorded in CDCl3 or DMSO-d6 150 MHz NMR spectrometers and resonances (δ) are given in ppm. HRMS were obtained on a Bruker Apex-Ultra 7.0T FTMS equipped with an electrospray source (ESI-TOF analyzer). Melting points were determined using XT-4 apparatus and not corrected.
II. General procedure for synthesis of 3 (3ac as an example)
The mixture of phenylacetylene 1a (1.0 mmol), 2-amino-4-methylpentanoic 2c (1.0 mmol) was mixed with Cu(NO3)2•3H2O (0.5 mmol), and I2(1.0 mmol). The mixture was heated at 60 °C in 4 mL of DMSO in a sealed vessel for 5 h till almost completed conversion of the substrates monitored by TLC analysis. Then 50 mL water was added to the mixture, which was extracted with EtOAc three times (3 × 50 mL). The extract was washed with Na2S2O3 solution, dried over anhydrous Na2SO4 then the solvent was removed under reduced pressure. The crude product was purified by column chromatography on silica gel (eluent: petroleum ether/EtOAc = 50/1) to afford the product 3ac III. Spectral data of synthesized compounds 2,5-diphenyloxazole(3aa) Colourless oil; IR (KBr): 2362, 1638, 1542, 1483, 1445, 1133, 1057, 1025, 952, 821, 760, 705, 685, 478 4, 150.6, 135.9, 129.1, 128.8, 128.7, 128.3, 127.6, 126.9, 123.7, 122.7, 33.8 1648, 1577, 1555, 1488, 1465, 1387, 1369, 1287, 1169, 1138, 1081, 1055, 1026, 971, 942, 824, 761, 692, 501 2973, 2931, 2875, 1728, 1680, 1650, 1615, 1576, 1555, 1489, 1450, 1287, 1139, 1109, 1063, 1026, 963, 941, 824, 763, 740, 692, 496 cm 8, 150.9, 138.1, 130.4, 129.6, 129.1, 126.9, 125.8, 124.7, 124.0, 123.4, 20.9 9, 150.9, 144.4, 130.5, 129.1, 128.4, 126.9, 125.8, 124.9, 124.0, 123.5, 28.0, 15. 
5-(4-ethoxyphenyl)-2-phenyloxazole(3ga)
White solid; mp = 86-91 ℃; IR (KBr): 1615, 1569, 1562, 1542, 1502, 1476, 1390, 1284, 1249, 1175, 1136, 1114, 1044, 920, 823, 774, 704, 647, 524 8, 161.2, 160.2, 149.9, 130.5, 129.1, 126.8, 126.3, 126.2, 125.9, 124.1, 123.9, 116.2, 116 .0. HRMS (ESI) m/z calcd for C15H11FNO + (M+H) + 240.0819, found 240.0815.
5-(4-chlorophenyl)-2-phenyloxazole(3ia)
White solid; mp = 90-92 ℃; IR (KBr): 2362, 1649, 1559, 1541, 1482, 1132, 1094, 950, 816, 771, 706, 688, 502 , 481 cm −1 ; 1 H NMR (600 MHz, DMSO-d6) δ 8.05 (s, 2H), 7.82 (dd, J = 11.4, 7.8 Hz, 3H), 7.51 (s, 5H). 13 C NMR (150 MHz, DMSO-d6) δ 160. 4, 149.7, 134.7, 133.0, 130.7, 129.1, 126.7, 126.3, 126.0, 125.7, 124.8 4, 160.6, 149.6, 131.4, 130.9, 129.2, 126.6, 126.1, 125.5, 120.1, 115.3, 110.9 .
HRMS (ESI) m/z calcd for C15H11FNO + (M+H) + 240.0819, found 240.0821.
2-phenyl-5-(thiophen-2-yl)oxazole(3ka)
Yellow solid; mp = 62-64 ℃; IR (KBr) : 1722, 1632, 1585, 1541, 1476, 1445, 1257, 1128, 1062, 1021, 909, 843, 815, 772, 704, 687 6, 146.5, 130.5, 129.01, 128.97, 128.2, 126.7, 126.5, 125.8, 124.9, 123.3 
O N Ph
S 3la 2-phenyl-5-(thiophen-3-yl)oxazole(3la) Yellow solid; mp = 65-66 ℃; IR (KBr): 3446, 3106, 1635 , 1608 , 1543 , 1500 , 1476 , 1446 , 1395 , 1330 , 1270 , 1132 , 1056 , 1022 ; 1 H NMR (600 MHz, DMSO-d6) δ 8.07 (s, 2H), 7.93 (s, 1H), 7.64 (dd, J = 26.4, 15.0 Hz, 2H), 7.51 (d, J = 3.6 Hz, 4H). 13 C NMR (150 MHz, 147.9, 130.4, 129.0, 128.6, 127.9, 126.8, 125.8, 124.7, 123.5, 121.3 9, 150.3, 137.6, 129.6, 125.1, 123.6, 121.7, 36.3, 27.0, 22.1, 20. KBr): 3455, 3107, 2960 KBr): 3455, 3107, , 2928 KBr): 3455, 3107, , 2871 KBr): 3455, 3107, , 1633 KBr): 3455, 3107, , 1564 KBr): 3455, 3107, , 1465 KBr): 3455, 3107, , 1428 KBr): 3455, 3107, , 1387 KBr): 3455, 3107, , 1317 KBr): 3455, 3107, , 1263 KBr): 3455, 3107, , 1208 KBr): 3455, 3107, , 1169 KBr): 3455, 3107, , 1135 KBr): 3455, 3107, , 1077 KBr): 3455, 3107, , 1049 KBr): 3455, 3107, , 1015 2-isobutyl-5-(thiophen-3-yl) oxazole(3lc) Colourless oil; IR (KBr): 2959, 1643, 1565, 1464, 1267, 1135, 1082, 974, 854, 781, 684, 610 
2-isobutyl-5-(thiophen-2-yl)oxazole(3kc) Yellow oil; IR (

